Key indicators: single-crystal X-ray study; T = 126 K; mean (C-C) = 0.007 Å; R factor = 0.066; wR factor = 0.180; data-to-parameter ratio = 13.0.
The central 1,3-oxazolidine-2-thione ring in the title compound, C 17 H 15 NO 3 S, is approximately planar with maximum deviations of 0.036 (4) and À0.041 (5) Å for the O and methylene-C atoms, respectively. The dihedral angles formed between this plane and the two benzene rings, which lie to the same side of the central plane, are 86.5 (2) [ringbound benzene] and 50.6 (3) . The ethan-1-one residue is also twisted out of the central plane, forming a O-C-N-C torsion angle of 151.5 (5) . The dihedral angle formed by the benzene rings is 62.8 (2) so that overall, the molecule has a twisted U-shape. In the crystal, molecules are linked into supramolecular arrays two molecules thick in the bc plane through C-HÁ Á ÁO, C-HÁ Á ÁS and C-HÁ Á Á interactions.
Related literature
For background to oxazolidine-2-thiones, see: Evans et al. (1981) ; Crimmins & King (1998) ; Zhang et al. (2004) ; Shinisha & Sunoj (2010) ; Tamura et al. (2009) . For related structures, see: Kitoh et al. (2002) . For the synthesis, see: Wu et al. (2004) ; Rodrigues et al. (2005) Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the C4-C9 and C12-C17 rings, respectively. Symmetry codes: (i) x; y À 1; z; (ii) x; y; z À 1; (iii) Àx þ 3 2 ; y þ 1 2 ; Àz þ 2; (iv) x; y; z þ 1.
Data collection: APEX2 (Bruker, 2007); cell refinement: SAINT (Bruker, 2007); data reduction: SAINT; program(s) used to solve structure: SIR97 (Altomare et al., 1999) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: MarvinSketch (Chemaxon, 2010) and publCIF (Westrip, 2010). 
Comment
Since the first report in 1981 (Evans et al. 1981 ) exploring oxazolidin-2-ones as chiral auxiliaries in enantioselective aldol condensations, a number of related oxazolidin-2-ones and their synthetic applications have been reported. Recently, studies have shown that sulfur oxazolidine-2-thione derivatives have some advantages in terms of the asymmetric induction over the original 2-oxo analogues (Crimmins et al., 1998; Zhang et al., 2004; Shinisha et al., 2010) . For this reason, the use of oxazolidine-2-thiones as chiral auxiliaries is a widely employed strategy for the total synthesis of relevant biological compounds (Tamura et al., 2009 ). An interesting study reported by Kitoh and collaborators (Kitoh et al., 2002) showed an alternative route to chiral 4-phenyl-1,3-oxazolidine-2-thione by optical resolution of the racemate through preferential crystallization. In this study, the crystal structure and vibrational spectra analysis of chiral 4-phenyl-1,3-oxazolidine-2-thione, (I), are reported.
The molecular structure of (I), Fig. 1 , features a planar 1,3-oxazolidine-2-thione ring with the maximum deviations from the least-squares plane being 0.036 (4) for atom O1 and -0.041 (5) for atom C2. With reference to this plane, the two benzene rings are orientated to the same side and form dihedral angles of 86.5 (2) [ring-bound benzene ring] and 50.6 (2)°, respectively, with it. The ethan-1-one group is not co-planar with the five-membered ring as seen in the value of the O2-C10-N-C1 torsion angle of 151.5 (5) °; the carbonyl-O2 atom lies to the opposide side of the central plane to the benzene rings. The dihedral angle formed between the two benzene rings of 62.8 (2) ° indicates a non-parallel alignment.
Overall, the molecule of (I) adopts a twisted U-shape.
The presence of C-H···O and C-H···S contacts, Table 1 , leads to the formation of supramolecular 2-D arrays in the bc-plane, Fig. 2 . The layers are two molecules thick. Additional stability to the layers is afforded by C-H···π interactions, Table 1 . The layers with a flat topology stack along the a-direction, Fig. 3 .
Experimental
The starting (R)-4-phenyloxazolidine-2-thione was synthesized from (R)-phenylglycine in three steps as previously reported (Wu et al. 2004 ). The phenoxyacetyl-oxazolidine-2-thione derivative was prepared by acylation of (R)-4-phenyloxazolidine-2-thione (Rodrigues et al. 2005) . The title compound was then obtained by adding DCC (N,N'-dicyclohexylcarbodiimide) (690 mg, 3.35 mmol) in one portion to an ice-cooled solution of (R)-4-phenyloxazolidine-2-thione (500 mg, 2.79 mmol), N,N-dimethylpyridin-4-amine (34 mg, 0.28 mmol) and 2-phenoxyacetic acid (510 mg, 3.35 mmol) in methylene chloride (10 ml). The resulting suspension, kept under a nitrogen atmosphere during the reaction time, was then allowed to reach r.t.
After 48 h under stirring, the dicyclohexylurea formed was filtered off and the precipitate washed with methylene chloride (10 ml). The organic layers were washed with a sat. aq. solution of NaHCO 3 (20 ml) and dried over Na 2 SO 4 . Filtration and evaporation of the solvent in vacuum gave the crude product which was purified by flash column chromatography on silica gel with 30% acetone in hexanes to give the pure product as a white solid (320 mg, 37% 168.69, 157.60, 137.99, 129.52, 129.32, 129.14, 126.29, 121.70, 114.76, 75.26, 69 
Refinement
The H atoms were geometrically placed (C-H = 0.95-1.00 Å) and refined as riding with U iso (H) = 1.2U eq (C). Fig. 1 . The molecular structure of (I) showing atom labelling scheme and displacement ellipsoids at the 50% probability level (arbitrary spheres for the H atoms). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0275 (7) 0.0061 (6) −0.0047 (4) 0.0051 (6) Geometric parameters (Å, °) C1-O1 1.338 (6) C9-H9 0.9500 C1-N 1.377 (6) C10-O2 1.201 (6) C1-S 1.632 (5) C10-N 1.390 (6) C2-O1 1.458 (5) C10-C11 1.525 (7) C2-C3 1.535 (7) C11-O3 1.416 (6) C2-H2A 0.9900 C11-H11A 0.9900 C2-H2B 0.9900 C11-H11B 0.9900 C3-C4 1.501 (6) C12-O3 1.364 (6) C3-N 1.516 (6) C12-C13 1.392 (7) C3-H3 1.0000 C12-C17 1.404 (7) C4-C9 1.394 (7) C13-C14 1.388 (7) C4-C5 1.408 (7) C13-H13 0.9500 C5-C6 1.371 (6) C14-C15 1.386 (8) C5-H5 0.9500 C14-H14 0.9500 C6-C7 1.396 (7) C15-C16 1.407 (8) C6-H6 0.9500 C15-H15 0.9500 C7-C8 1.379 (8) C16-C17 1.375 (7) C7-H7 0.9500 C16-H16 0.9500 C8-C9 1.370 (7) C17-H17 0.9500 C8-H8 0.9500
Hydrogen-bond geometry (Å, °)
Cg1 and Cg2 are the centroids of the C4-C9 and C12-C17 rings, respectively. 
